Related literature
For the importance of pterin in metalloenzymes, see : Basu & Burgmayer (2011) ; Burgmayer (1998); Fitzpatrick (2003) ; Fukuzumi & Kojima (2008) ; Kaim et al. (1999) . For the structure of a related nickel complex, see: Crispini et al. (2005) . For structures of related copper complexes, see: Odani et al. (1992) . For the electron-shuffling ability of the pterin unit as well as its donor groups and the effect on the geometric parameters of related complexes, see: Beddoes et al. (1993) ; Kohzuma et al. (1988) ; Russell et al. (1992) . For the synthesis of the pterin ligand, see: Wittle et al. (1947) . For refinement of H atoms, see : Cooper et al. (2010) .
Experimental
Crystal data [Ni(C 8 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2007 ); cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: CRYSTALS (Betteridge et al., 2003) ; molecular graphics: CAMERON (Watkin et al., 1996) ; software used to prepare material for publication: CRYSTALS. The importance of pterins in several classes of metalloenzymes has catalysed symbiotic developments of their coordination chemistry (Basu & Burgmayer, 2011; Burgmayer, 1998; Fitzpatrick, 2003; Fukuzumi & Kojima, 2008; Kaim et al., 1999) . A SciFinder search reveals the existence of only one structurally characterized nickel(II)-pterin complex (Crispini et al., 2005) , thereby highlighting the urgency of development in this direction. The present endeavour is concerned with the title complex, possessing both a tridentate pterin ligand and a σ-donor ligand like en. The sixcoordinated Ni II atom shows departure from a regular octahedral geometry with respect to both bond lengths and angles ( with possible assistance from the π-donating phenolate and carboxylate O atoms (Kohzuma et al., 1988) . Again, location of the pyrazine ring N atom (N3) in the equatorial plane is consistent with the earlier observations on related copper complexes (Odani et al., 1992) .
Although the exocyclic bond length data of the pyrazine ring, e.g. C3-C9 [1.527 (4) 02° and 1.37° of the C7/N6/C6 and C5/N5/C6 segments respectively, with respect to the C6-N7 multiple bond, indicate near planarity for the pyrimidine ring. So it can participate in the electron-shuffling process by the pterin unit from the pyrazine ring N4 to the C7-carbonyl group, as per literature suggestion (Beddoes et al., 1993; Russell et al., 1992) . Formation of the Ni1-O3 bond assists this process.
In the crystal, the complex molecules and lattice water molecules are linked by intermolecular N-H···O, O-H···N and O-H···O hydrogen bonds (Table 1) 
Refinement
H atoms were all located in a difference map, but those attached to C atoms were repositioned geometrically. The H atoms were initially refined with soft restraints on bond lengths and angles to regularize their geometry (C-H = 0.93-0.98, N-H = 0.86-0.89, O-H = 0.82 Å) and with U iso (H) = 1.2-1.5U eq (parent atom), after which the positions were refined with riding constraints (Cooper et al., 2010) .
Computing details
Data collection: APEX2 (Bruker, 2007 ); cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT (Bruker, 2007 );
program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: CRYSTALS (Betteridge et al., 2003) ; molecular graphics: CAMERON (Watkin et al., 1996) ; software used to prepare material for publication: CRYSTALS (Betteridge et al., 2003) .
Figure 1
The molecular structure of the title compound. Displacement ellipsoids are drawn at the 40% probability level. Lattice water molecules are omitted for clarity.
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Figure 2
The crystal packing diagram of the title compound, viewed along the c axis. Dotted lines indicate hydrogen bonds. 
